The title compound, [Fe 2 (C 14 H 10 NS 2 ) 2 (CO) 6 ], was synthesized as a structural and biochemical model for the active site of [FeFe]-hydrogenase. The bond lengths (Fe-Fe, Fe-S and Fe-C) and angles (C-Fe-Fe and Fe-S-Fe) are within expected ranges. The SÁ Á ÁS distance [2.9069 (12) Å ] and the dihedral angle between two Fe-S-Fe planes [78.5 (3) ] of the butterfly-shaped Fe 2 S 2 core are enlarged compared with related bridged dithiolate diiron analogues. The calculated 4-benzothiazolebenzyl best planes are almost parallel [dihedral angle = 3.7 (7) ].
Related literature
For general background to [FeFe] hydrogenases, see: Cammack (1999); Evans & Pickett (2003) ; Peters et al. (1998) ; Nicolet et al. (1999) ; Si et al. (2008) . For related structures and comparative geometric data, see : Tard & Pickett (2009) . For the ligand synthesis, see : Palmer et al. (1971) ; Yoshino et al. (1986) .
Experimental
Crystal data Data collection: SMART (Bruker, 1997 ); cell refinement: SAINTPlus (Bruker, 2001) ; data reduction: SAINT-Plus; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
Computing details
Data collection: SMART (Bruker, 1997 ); cell refinement: SAINT-Plus (Bruker, 2001) ; data reduction: SAINT-Plus (Bruker, 2001 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008) .
Figure 1
The molecular structure of the title compound, with displacement ellipsoids drawn at 30% probability level. 
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